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Comment
Our interest in benzo [c] isoxazoles is concerned with their application as precursors of a variety of bioactive compounds (Angibaud et al., 2003; Walsh et al., 1990; Hester et al., 1989; McEvoy et al., 1968) . The title compound will be used in our further investigations as arylation agent in palladium-catalyzed reactions with alkenes and alkynes.
The title compound crystalizes in the noncentrosymmetric monoclinic P2 1 space group with two independent molecules in the asymmetric part (A and B), see Fig. 1 . The molecules are almost planar, the dihedral angles between the mean planes of benzoisoxazole and benzene rings being 4.2 (3)° and 4.1 (3)° for A and B, respectively. The geometrical parameters of the molecules are similar and consistent with the previously studied 2,1-benzoxazole derivatives (Teslenko et al., 2008) .
Crystal packing is governed by hydrogen bonds of C-H···N type and other intermolecular interactions including C-I···π and C-I···O. Intermolecular interactions C4A-I1A···C g iii (C g is a centroid of C1B/C6B aromatic ring) and C4B-I1B···O1A connect the molecules into chains propagating in b-axis direction along 2 1 screw axis (see Fig. 2 ). Hydrogen bond C3A-H3A···N1B i connects the chains into corrugated layer parallel to the bc-plane. Hydrogen bond C11A-H11A···N1A ii binds successive layers.
Experimental
Phenylacetonitrile (1.4 g, 12 mmol) and 5 ml of benzene solution of 4-iodonitrobenene (2.49 g, 10 mmol) were added with stirring to 40 ml of ethanol solution of potassium hydroxide (4 g, 0.1 mole). The mixture was stirred for 4 h at 323 K, then poured into 150 ml of water and acidified with hydrochloric acid. The precipitate was isolated by filtration, washed with water and dried. Recrystallization of crude product from ethanol gave 2.57 g (80% yield) of 5-iodo-3phenyl-2,1-benzoxazole as pale yellow needles suitable for X-ray analysis, m.p. 390-391 K.
Refinement
All H atoms were found in difference Fourier maps. All H atoms were positioned geometrically and treated as riding on their carriers, with C-H = 0.95 Å and U iso (H) = values of 1.2U eq (C). The asymmetric unit of the title compound with atom labeling scheme. The displacement ellipsoids are drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq I1A 0.51472 (6) 0.01154 (2) C12A-C13A-C8A 119.5 (5) C12B-C13B-C8B 119.8 (5) C12A-C13A-H13A 120.3 C12B-C13B-H13B 120.1 C8A-C13A-H13A 120.3 C8B-C13B-H13B 120.1
Hydrogen-bond geometry (Å, º)
Cg is the centroid of the C1B-C6B ring.
D-H···A D -H H···A D ···A D -H···A C3A-H3A···N1B i 0.95 2.40 3.247 (7) 149 C11A-H11A···N1A ii 0.95 2.47 3.339 (8) 152 C4A-I1A···Cg iii 2.10 (1) 3.62 (1) 5.637 (6) 160 (1) C4B-I1B···O1A 2.10 (1) 3.34 (1) 5.325 (7) 156 (1) Symmetry codes: (i) x, y, z−1; (ii) −x−1, y−1/2, −z+1; (iii) −x+1, y−1/2, −z+1.
